Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.110; data-to-parameter ratio = 13.8.
Related literature
The title compound was obtained as an unexpected product from an attempt to synthesize a Top1 (DNA topoisomerase IB) inhibitor For general background to Top1, see: Pommier (2006) . For the synthesis, see: Shen et al. (2008) ; Cheng et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; y À 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2006); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and publCIF (Westrip, 2010) . Fig. 1 . The structure of the title compound, with atom labels and 50% probability displacement ellipsoids for non-H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0261 (9) 0.0280 (10) 0.0264 (9) −0.0019 (8) 0.0047 (7) 0.0016 (7) O1 0.0368 (9) 0.0393 (10) 0.0346 (9) −0.0125 (8) 0.0067 (7) −0.0060 (7) O2 0.0283 (8) 0.0348 (9) 0.0331 (8) −0.0051 (7) 0.0132 (7) −0.0062 (7) Geometric parameters (Å, °) 
